The crystal structure of the potential active 4,6-dimethyl-9-phenyl-8,12-dioxa-4,6-diazatetracyclo [8.8.0.02,7.013,18] octadeca-2(7),13,15,17-tetraene-3,5,11-trione 2-ethoxyphenyl (2E)-but-2-enoate (C 22 H 18 N 2 O 5 ) has been determined from single crystal X-ray diffraction data. In the title compound crystallizes in the monoclinic space group P 1 2 1 /c 1 with unit cell dimension a=15.2039(8), b=12.3888(6) and c= 9.8162(5) [alpha & gamma=90 o beta=98.113 (2)]. In the structure fused pyrone and pyran rings each adopt a sofa/envelop conformation. The crystal structure is stabilized by intramolecular C-H...O hydrogen bond interaction.
Introduction
Coumarine derivatives are known to be an interesting class of natural or synthetic compounds, whose biological activity varies according to the substitutes on the benzopyran ring and their antibacterial, antifungal, antitumor, anti-HIV, anti-inflammatory and analgesic activities have been published [1] . These derivatives show strong activity against cancer cell lines [2] and exhibit monoamine oxidase inhibitory activity [3] . Antiulcer activity of some naturally occurring pyranocoumarins has been reported [4] . It also shows specific inhibitory activity against Hepatitis B virus, anti-filarial [5] , cytotoxic activites [6] , and Mycobacterium tuberculosis [7] . One of the natural source coumarin derivatives named, Chalepin, inhibits the enzyme glyceraldehyde-3-phosphate dehydrogenase of Trypanosoma cruzi and its complex structure has deposited in Protein Data Bank (1K3T) [8] . Hence we started working on these derivatives having a wide variety of pharmacological activities and here we report the crystal structure of the title compound.
Experimental Section

Material
With the collaboration of Organic Chemistry Department at University of Madras, we obtained the title compound and it is crystallized.
Methods
Diffraction quality crystals were obtained by slow evaporation of a solution in ethyl acetate and the obtained crystals were analyzed using single crystal Xray diffractometer. uct in 97% yield as colorless solid. Since the compound has not yield the diffraction quality crystals initially, the compound has been recrystallized with ethyl acetate by slow evaporation method to get better quality single crystals.
X-Ray Crystallography
For the crystal structure determination, the single crystal of the compound C 22 H 18 N 2 O 5 was used for data collection on a Bruker Kappa APEXII CCD diffractometer [9] . The MoK" radiation of wavelength, (# = 0.71073 Å) and multi-scan technique for absorption correction were used for data collection. The lattice parameters were determined by the least-squares methods on the basis of all reflections with F2>2$ (F2). The structures were solved by direct methods using SHELXS-97 and refined by a full-matrix least-squares procedure using the program SHELXL-97 [10, 11] . H atoms were positioned geometrically and refined using a riding model, fixing the aromatic C-H distances at 0.93 Å [Uiso(H) =1.2 Ueq (C)]. The softwares used for Molecular graphics are ORTEP-3 for Windows [12] and PLATON [13] . The software used to prepare material for publication is WinGX publication routines [14] . Experimental data are listed in Table 1 . CCDC reference number: 931519. Fig.  1 shows schematic diagram of the molecule and molecular structure of the title compound along with the atom numbering scheme is depicted in Fig. 2 and a packing diagram is shown in Fig. 3 . Table 1 shows the crystal data and crystal refinement. Table 2 gives the atomic coordinates, Table 3 describes the bond lengths and angles; Table 4 shows anisotropic displacement parameters, Table 5 shows the hydrogen coordinates and Table 6 shows the torsion angles. Table 7 shows hydrogen-bond geometry (See Supporting Information). 
Results and Discussion
Title compound crystallizes in the monoclinic centrosymmetric space group P121/c1 with Z = 4. The structure of the compound consists of coumarine, pyran, and diazacyclic fragments whose rings are connected to one another. All the three rings exhibit coplanarity with one another. Similar kind of ring systems has been observed in our previous study and its bond length, bond angle, and torsion angles are almost similar to the title compound. The structure report has been described in jagadeesan
In the molecule, the pyrone (O1-C2-C7-C8-C9-C1) and pyran (O3-C20-C17-C8-C9-C10) rings adopt C9-envelope or sofa conformations with C9 atom displaced by the bond length 0.603 (2) Å and 0.668 (2) Å, respectively, and defined by the least-square planes formed by the remaining ring atoms. This can also be confirmed by the asymmetry parameters described by Nardelli et al. in 1983 [16] {six-membered pyrone ring of the cou- (-170.2°), describes the ring fusion in six membered pyrone ring of the coumarine moiety and pyran ring system respectively. The pyrone and pyran rings which lie on two mean-planes makes the dihedral angle of 56.80 (6)°. The pyran ring and diazacyclic ring (N1-N2-C17-C18-C19-C20) orients in such a way that they are almost co-planar with one another defined by the dihedral angle 7.41(7)°. Moreover, the planar atoms of the pyrone ring and benzene ring (C2-C3-C4-C5-C6-C7) of the coumarine moiety are also co-planar which is also been defined by the dihedral angle of 13.11 (7)°. No Classic intermolecular hydrogen bonds has been observed in the crystal packing and further the crystal structure is stabilized by intramolecular C21-H21(c)…O5 and C22-H22(a)...O5 hydrogen bond interactions ( Fig. 3 shows crystal packing diagram of molecule). 
Conclusions
Crystal structure of a novel coumarine based derivatives having a wide range of applications is described.
The title compound is insoluble in millipore water and it is crystallized in ethyl acetate by slow evaporation techinique. The pyrone and pyran rings adopt a sofa or envelop conformation. In general the coumarine deriv- 
-51.1 (2) O3-C20-N2-C19 177.9 (2) C7-C8-C9-C10 75.2 (2) C17-C20-N2-C19 atives are well characterized interms of medicinal and biological applications. The title structure may be important from a medicinal point of view as well as their widespread biological significance. The structure may be useful for further investigation on the mechanism, potential activity, optimal reaction condition etc which will be further characterized as a future prospective of our project.
